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NMR Scale Reactions in the Presence of Additives

Miscellaneous Reactions
Refinement Details
In each case, crystals were mounted on a glass fiber or nylon loop using Paratone oil, then placed on the diffractometer under a nitrogen stream. Low temperature (100 K) Xray data were obtained on a Bruker APEXII CCD based diffractometer (Mo sealed X-ray tube, K α = 0.71073 Å) or a Bruker SMART CCD based diffractometer (Mo sealed X-ray tube, K α = 0.71073 Å). All diffractometer manipulations, including data collection, integration, and scaling were carried out using the Bruker APEXII software. 3 Absorption corrections were applied using SADABS. 4 Space groups were determined on the basis of systematic absences and intensity statistics and the structures were solved by direct methods using XS 5 or by intrinsic phasing using XT (incorporated into SHELXTL) and refined by full-matrix least squares on F 2 . All non-hydrogen atoms were refined using anisotropic displacement parameters. Hydrogen atoms were placed in the idealized positions and refined using a riding model. The structure was refined (weighed least squares refinement on F 2 ) to convergence. Graphical representation of structures with 50% probability thermal ellipsoids was generated using Diamond visualization software. 
